. Contour representation of the MCC for DNA-binding protein prediction tests on DB179/NB3797. A grid size of 0.01 from 0.50 to 0.80 was employed for the TMscore threshold, and a grid size of 0.1 from -20 to 20 was used for the energy threshold. Figure 3 . RMSDs of apo-structure relative to holo-structure for 104 apo-holo pairs (APO104/HOLO104). Scattered plot for structural alignment coverage versus RMSD TM are shown in the insert. Table 1 . List of the DNA-protein complex structure set DB179. Each entry is provided with the four-digit PDB code, the protein chain identifier, the residue range of the DNAbinding domain, chain identifiers of dsDNA to which the protein is bound, the group name, and the description of the protein. DNA-binding domain comprising the whole protein chain is indicated by "All" in the residue range column. Proteins are classified into three groups: transcription factor (TF), enzyme (EZ), and the others (OT). 
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